Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.029; wR factor = 0.058; data-to-parameter ratio = 13.3.
Related literature
The title compound was prepared according to a modified procedure published by Fiorini & Abel (1998) . For the biological activity of 6,9-disubstituted purines, see: Cappellacci et al. Table 1 Hydrogen-bond geometry (Å , ).
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Comment
The synthesis of purine derivatives bearing various substituents at C6 and N9 positions is closely related with the eventual biological activity of the final molecule. Recently, several 6,9-disubstituted purines were described as antibacterial (Tunçbilek et al., 2009 ), antileishmanial (Jorda et al., 2011 ) and antitumor (Cappellacci et al., 2011 agents.
The title molecule, N-benzyl-9-isopropyl-9H-purin-6-amine, was prepared as a part of our ongoing research aimed at preparation of new disubstituted purine series.
The asymmetric unit of the title compound consists of two purine-based molecules slightly different in their geometries (Fig. 1) . The dihedral angles between the best planes of the purine and benzene rings are 89.21 (3)° and 82.14 (4)°, respectively. The torsion angles N1-C1-N5-C9, C1-N5-C9-C10, N5-C9-C10-C11 and C5-N4-C6-C7 indicating the mutual orientation of substituents and purine ring are 2.85 (19) Fig. 2 ) to form dimers with dihedral angles between the best planes of the two purines being 32.53 (3)°. In contrast, the benzene rings are essentially parallel with the dihedral angle of 2.88 (3)°. The crystal packing is further stabilized via short intermolecular non-bonding C-H···π contacts and π···π interactions (Table 1, Fig. 2 ). The interplanar distance between the adjacent purine best planes of the π···π stacked molecules is of 3.2583 (13) Å.
Experimental
The title compound was prepared according to a slightly modified literature procedure (Fiorini & Abel, 1998) . 6-Chloro-9-isopropyl-9H-purine (100 mg, 0.51 mmol) and benzylamine (58 mg, 0.54 mmol) were dissolved in a mixture of DMSO (4 ml) and triethylamine (57 mg, 0.56 mmol). The resulting solution was stirred at 90 °C for 2 h. Subsequently, the mixture was diluted with water and extracted with diethyl ether (7 × 10 ml). The combined organic layers were washed twice with brine, dried over Na 2 SO 4 and evaporated in vacuum. The desired product was obtained after the purification of crude material using column chromatography (silica gel; petroleum ether/ethyl acetate, 1/3, v/v) as a colourless crystalline powder (66 mg, 49%, mp 388-391 K). The crystals used for data collection were grown by spontaneous evaporation from deuterochloroform at room temperature.
Refinement
All carbon bound H atoms were placed at calculated positions and were refined as riding with their U iso set to either 1.2U eq or 1.5U eq (methyl) of the respective carrier atoms; in addition, the methyl H atoms were allowed to rotate about the C-C bond. Nitrogen bound H atoms were located in a difference Fourier map and refined isotropically. 
) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F
2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
